LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022512.D

Aca On : 03 Sep 2019 20:47

Operator : HP/JU

Sample : K4563-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082919 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.128 358 364 377 rBV 382596 576826 43.82% 8.100%
2 6.704 626 632 647 rBV 370633 624199 47 .42% 8.765%
3 7.039 683 689 700 rBV 465789 694566 52.77% 9.753%
4 7.504 762 768 775 rBB 86030 132213 10.04% 1.857%
5 7.810 814 820 831 rBB 351366 537900 40.87% 7 .553%
6 8.681 961 968 982 rBV 185904 372998 28.34% 5.238%
7 10.280 1234 1240 1257 rBV 71496 144465 10.98% 2.029%
8 12.769 1657 1663 1676 rBV 541018 814389 61.87% 11.436%
9 13.533 1786 1793 1798 rBV2 19257 28927 2.20% 0.406%
10 13.610 1802 1806 1809 rvv2 14513 20446 1.55% 0.287%
11 13.657 1809 1814 1821 rVB 23934 43329 3.29% 0.608%
12 13.957 1860 1865 1871 rVB5 14230 25198 1.91% 0.354%
13 14.168 1896 1901 1909 rBvV 117992 183434 13.94% 2.576%
14 14.663 1980 1985 1992 rBV5 8924 16832 1.28% 0.236%
15 14.786 1997 2006 2012 rBV5 6921 18157 1.38% 0.255%
16 14.921 2025 2029 2035 rBvV3 11020 15257 1.16% 0.214%
17 15.680 2152 2158 2175 rBvV 478540 773739 58.78% 10.865%
18 15.886 2187 2193 2197 rBvV3 8121 16406 1.25% 0.230%
19 16.939 2367 2372 2384 rBV2 119054 210502 15.99% 2.956%
20 17.827 2519 2523 2531 rBV5 22161 35684 2.71% 0.501%
21 19.127 2739 2744 2748 rBV2 9556 14765 1.12% 0.207%
22 19.580 2815 2821 2831 rBVY 1051037 1316234 100.00% 18.483%
23 20.844 3032 3036 3042 rBV3 32518 50718 3.85% 0.712%

24 21.162 3085 3090 3107 rBV 147497 238239 18.10% 3.345%
25 23.344 3456 3461 3474 rVB2 97035 215972 16.41% 3.033%

Sum of corrected areas: 7121395
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022512.D

Aca On : 03 Sep 2019 20:47

Operator : HP/JU

Sample : K4563-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM022512.D
1000000

800000
600000
7.04

400000 5.13 6.70 781

200000 8.68
7.50 10.28

L

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM022512.D

1000000

19,58

800000

600000 12.77

15.68

400000

200000
14.17 16.94

13583613.9 141867992 15.89 }\ 17.83 19.13

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM022512.D

1000000

800000

600000

400000

200000 21.16 23.34

20.84

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022512.D

Aca On : 03 Sep 2019 20:47

Operator : HP/JU

Sample : K4563-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.04 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.04 105.07 ng 694566 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 18
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 14
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 689 (7.039 min): BM022512.D (-683) (-) m/z 132.00 100.00%
132
5000 66 /\_
40 LR R R AL R
I 47 5|4 | |7|5 o 9|6103 6.80 7.00 7.0 7.40
o R 114 1 OO 11 I TR A | P | N m/z 66.10 46.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14505: 1H-Benzimidazole, 2-methyl-
132
5000 '/&TI""I""I""I"'
6.80 7.00 7.20 7.40
63 m/z 68.00 44 .64%
27 39 52 77 0 104
0'“w'“v““v“mq“ﬁm'wMwl“mw'“w“'w”w'yﬁ“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132
6.80 7.00 7.20 7.40
5000 67 m/z 134.00 32.50%
44 59 76 103
0'”I”'W'“'P'”IJMI“'M'LkﬁJ'P'”I“'WM'W'”'P'”Iw“l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- A L R ma
56 132 6.80 7.00 7.20 7.40
m/z 69.10 25.50%
5000
64
0 15 2\\7 34 42‘\‘ m‘ | ‘7\6 91 99 il
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022512.D

Aca On : 03 Sep 2019 20:47

Operator : HP/JU

Sample : K4563-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl3.53 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.53 3.15 ng 28927 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 38
2 Bicvclol3.1.1Theptane-2-carboxal... 152 C10H160 004764-14-1 35
3 Bicvclol2.2.1Theptan-2-ol. 3.3-d... 140 C9H160 000515-28-6 32
4 Disparlure 282 C19H380 029804-22-6 30
5 1-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 000432-25-7 27
Abundance Scan 1792 (13.527 min): BM022512.D (-1786) (-) m/z 69.10 100.00%
a1 193
55 81
5000 109 123
97 137
13.20 13.40 13.60 13.80
0 o I e m/z 193.10 90.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
193
69
83 123 137
5000 I 109
55 % 1320 13.40 13.60 13.80
29 m/z 41.00 80.74%
0 |,| | 152 165 179 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25345: Bicyclo[3.1.1]heptane-2-carboxaldehyde, 6,6-dimethy!l-
i 69 SRR AN BN UGS
82 13.20 13.40 13.60 13.80
5000 27 123 m/z 55.05 70.24%
55
g5 109 137
H“ Al \‘ \‘\h il “‘ ‘\‘\ , M | MH‘\ il ‘ 152
P S SR S WL UL UL L WL U
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18797: Bicyclo[2.2.1]heptan-2-ol, 3,3-dimethyl-, exo- R a R mamEE L
“ 57 13.20 13.40 13.60 13.80
m/z 67.00 69.90%
5000] g 84 g7107 120
O 'J'P'H'j'”kl""ﬁ"'l"”l'"'P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022512.D

Aca On : 03 Sep 2019 20:47

Operator : HP/JU

Sample : K4563-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknownl3.96 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.75 ng 25198 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-4-Decen-1-ol. trifluoroacetate 252 C12H19F302 1000352-33-5 14
2 2-Pentadecvn-1-ol 224 C15H280 002834-00-6 12
3 (-)-cis-Mvrtanol 154 C10H180 051152-12-6 10
4 2-0ctvilcvclopropene-1-heptanol 266 C18H340 054467-85-5 10
5 Undecane, 1,2-dibromo-2-methyl- 326 C12H24Br2 055334-43-5 10
Abundance Scan 1866 (13.963 min): BM022512.D (-1860) (-) m/z 193.10 100.00%
193
6 97
41 55 123
5000
| 3 ‘ 13.60 13.80 14.00 14.20
e e L T e R o = o m/z 97.00 75.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103573: (2)-4-Decen-1-ol, trifluoroacetate
55
9

5000
13.60 13.80 14.00 14.20

m/z 69.00 66.07%

138

153166 183 234 252

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81176: 2-Pentadecyn-1-ol
41
R e N EmER
13.60 13.80 14.00 14.20
5000 55 m/z 123.00 58.29%
81
9 111
o L 4 W, 135149163177 193 223
EREERRE SRR T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26674: (-)-cis-Myrtanol
41 9 13.60 13.80 14.00 14.20
93 m/z 55.05 57.27%

123

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022512.D

Aca On : 03 Sep 2019 20:47

Operator : HP/JU

Sample : K4563-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.83 3.39 ng 35684 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
2 Tridecanoic acid 214 C13H2602 000638-53-9 47
3 Dodecanoic acid 200 C12H2402 000143-07-7 46
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38
Abundance Scan 2524 (17.833 min): BM022512.D (-2519) (-) m/z 41.00 100.00%
4 73
55
5000 213
97 129 256
111 185 LI L L
| | ||h || || I 177 | ZT7 17160 17.80 18.00 18.20
Ok L e o e Ot m/z 73.00 93.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129

17.60 17.80 18.00 18.20

0
J‘u 157171105, 713 m/z 43.05 91.95%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73
43 17.60 17.80 18.00 18.20
5000 m/z 55.00 78.06%
129
29 ‘ 115 171185 214
ok 15“""""\””'”‘ H‘ T::fhluuuuluuuul:I|-5|?|||||||||1|98|||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid R B e e
73 17.60 17.80 18.00 18.20
60 m/z 60.00 76.75%
5000 43 129
7 115 157
‘ﬁ 1?1 e ‘ 171 200
o1 SRR VU 1 0 T YA -~ g b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17. 80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022512.D

Aca On : 03 Sep 2019 20:47

Operator : HP/JU

Sample : K4563-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.84 4.26 ng 50718 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 90
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 87

Abundance Scan 3035 (20.839 min): BM022512.D (-3032) (-) m/z 57.10 100.00%
57
43

83 g7

5000

A
20.60 20.80 21.00 21.20
m/z 43.05 79.69%

o

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #227401: Heptadecy! heptafluorobutyrate

g7

43

83 97

5000
20.60 20.80 21.00 21.20
125 m/z 55.10 77.24%
29 1407124169 238
o |JL-N iy 154 196210 265 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecyl ester
43

57 0 TN W F—
97 20.60 20.80 21.00 21.20
m/z 41.00 71.27%

5000
29

o 153167181 208224 250 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43 57 20.60 20.80 21.00 21.20
83 m/z 83.00 64.47%

5000

29
125

153167181196 224
e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090319\
Data File : BM022512.D

Acq On : 03 Sep 2019 20:47

Operator : HP/JU

Sample - K4563-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .04 7.04 105.1 ng 694566 1 7.50 132213 20.0
unknownl13.53 13.53 3.1 ng 28927 3 14.17 183434 20.0
unknownl13.96 13.96 2.8 ng 25198 3 14.17 183434 20.0
n-Hexadecanoic acid 17.83 3.4 ng 35684 4 16.94 210502 20.0
Heptadecyl heptaf... 20.84 4.3 ng 50718 5 21.16 238239 20.0
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